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Suppl Fig. 1: Sequence alignment used to model the serine protease domain of TMPRSS2
The serine protease domain of human hepsin (type II transmembrane serine protease) is aligned
with the sequence of human plasma kallikrein (serine protease domain) and the serine protease
domain of TMPRSS2 (UniProt IDs are given for each protein). Structural information is mapped
onto the alignment. The sequence identity between hepsin and the TMPRSS2 protease domain is
~ 43% while the sequence identity between the serine protease domain of human plasma kallikrein
(used as a template to model TMPRSS2) and the equivalent domain of TMPRSS?2 is ~ 44%. Large
brackets between Cys residues highlight the presence of a disulfide bond.
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Suppl Fig. 2: Ramachandran plots for the two selected models of the serine protease domain

of TMPRSS2
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Suppl Fig. 3: Putative inhibitors for the serine protease domain of TMPRSS2 catalytic site
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Suppl Fig. 4: Putative inhibitors for the main exosite of the serine protease domain of
TMPRSS2
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Suppl Table 1: Putative inhibitors of the catalytic site of TMPRSS2
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gi -8.78524 9.27432 6.358096085| Anticoagulant_Exp

Nafamostat -8.56887 -9.28022 6.291856064| Anticoagulant
AMG-900 -8.56886! -1.78153 6.10474421Protein kinase Inhibitor_Investigation
Merestinib -8.51057| -8.6522 6.017808577 | Protein kinase Inhibitor_|
Olcegepant -8.42439| -8.54119 6425301836 calcitonin gene-related peptide (CGRP) antagonist_Investigation
Apixaban -8.41526| -1.45344 6.059550453| Anticoagulant
Ceftaroline -8.39864| -8.04946) 5.968791301| Antibacterial
Edoxaban -8.38939 -7.40449 6.01148621|Anticoagulant
Amicarbalide -8.33307, -8,00905 5990688909 | Antipsychotic_exp
Otamixaban -8.15074 -8,04822 6.103654706| Anticoagulant_Investigation
Anatibant -8.11901 -8.54841 6502983922 | Bradykinin Receptor Antagonist_Investigation
Acodazole -8.04538 -1.72433 5.981818024|DNA intercalator_Exp
Belaperidone -8.04371 -1.53073 5952988442 | antipsychotic_investigational
Napsagatran -8.00812 -8.97786 6.180330159| Anticoagulant_Exp
Dabigatran -8.00497 -8.34218 6.202744211| Anticoagulant_Investigation
Eribaxaban -1.93786 -145423 6.040096008| Anticoagulant_Exp
Dinaciclib -7.90033 -9.21229 5.980306165| Cyclin-dependent kinases Inhibitor_Investigation
Hydroxystilbamidine -7.88658 -1.7514 6.00079158| Antimycotic
Embeconazole -1.87203 -7.85701 6.07464549| Antimycotic_Exp

Aminopterin -7.80359 84124 5.994678562| Folic Acid Antagonists_Investigation
Lamifiban -71.79996| -9.30441 6032875819 Platelet Glycoprotein llb/llla Inhibitor_Investigation
Taribavirin 1213 -1.12283) 6.079728229 | Antiviral
Avl-3288 -1.7015 -7.89531 5.981795239| Neuronal acetylcholine receptor protein alpha-7 subunit agonist_Investigation
Andolast -7.69001 -1.5872 5.95958074| Calcium-activated potassium channel subunit alpha-1 activator_|nvestigation
Pradigastat -7.68906! -6.9602 5.986678271| Diacylglycerol O-acyltransferase 1 inhibitor_Investigation
Edatrexate -1.67874 -8.45005 6.147733968 | Polyglutamatable folate antagonist_Exp
Albaconazole -1.67452 -7.0589 5.973802999| Antimycotic_Investigation
Zoniporide -7.65016 -140714 6.021460851|Sodium/hydrogen exchanger 1 or SLC9AL inhibitor_Exp
Propamidine -7.62993| -8.24555 6.131291913| Anti-Infective agent_Investigation
Nitrafudam -1.62248 -1.13984 5.966833959| Antidepressant
Giminabant -1.60745 -6.89329 6.071574362| Antiobesity

quetid -1.55907 -8.76824) 6.059423626| Oral Mucositis_|

Benexate -1.54976| 016326 6.243550842  treatment of acid-related disorders - gastrointestinal
Patamostat -1.52389 -1.66364 6.139992024| serine protease inhibitor - coagulation and related Exp
Aminaphthone -1.50211 -7.07481 5.96082605| Cockett Syndrome, May-Thurner Syndrome, and lliac Vein Obstruction_Investigation
Pentamidine -7.43484 -8.78254 6.144731791| Anti-Infective agent
Ac-430 741149 -8.47958 6.013391747| Rheumatoid Arthritis_Investigation
Levomefolic acid -7.38933| -8.17035 6.02790544| Folic acid supplement
Afatinib -7.38764] -8.22292 5.993872616| Tyrosine kinase inhibitor
Stilbamidine -7.38025| -7.11958 6.003351908| Antimicrobial_Exp
Abexinostat -1.37996) -8.80571 5975734166 Histone deacetylase inhibitor_Investigation
Amidapsone -1.36532 -6.761 5.955553416| Antimicrobial solution
Rilpivirine -1.36304, -7.6168 6.015155283| Non-Nucleoside Reverse Transcriptase Inhibitor(NNRTI)
Metoprine -1361 -6.38313 5.960699668| Oncology_exp
Monatepil -1.35364) -6.712672, 6.000849087| Antihypertensive agent_Exp
Fradafiban -1.34311 1471712 6.088627224 Platelet Glycoprotein GPIIb-llla Complex inhibitor_Investigation
Nesbuvir -1.34246) -1.20163 5.962807531| Hepatitis C_Investigation

imi -7.33699[ -8.21335 5.970658009| Trypanocidal agent_Exp
Sepimostat -7,31289| -8.22183 6.081249785] serine protease inhibitor - Exp
Sabiporide -1.2848 -6.46893 5.998262334| NHE-1 inhibitor_Investigation
Enobosarm -1.2784 -1.64616 5.994874809 Stress Urinary Incontinence and Triple Negative Breast Cancer_|
Camostat -1.27561 -8.21436 6.112466308 Serine protease inhibitor - Investigational Covid-19
Lotilaner -1.27393 -7.02581 5977733471 | veterinary drug used to control fleas and ticks in dogs
Enalkiren -1.21083 -9.97379 £.898426816| Renin-Angiotensin System_Exp
Isavuconazole -1.26577 -1.22823 5.970703192| Antifungal
Balapiravir -1.25545 -8,04381 6.162387574| Dengue and chronic Hepatitis C_
Iclaprim -7.25038| -1.2861 6.060354052| Anti-Infective agent_Investigation
Lamotrigine -7.24858| -5.78804 5.970380039| Antiepileptic
Elpetrigine -1.24143 -6.14061 5963842582 | potent calcium and sodium channel blocker, which is currently being evaluated in patients as an anticonvulsant and mood stabilizer
Ad5672 -1.2258 -1.13468 5.969413008| Renal Impairment, and Rheumatoid Arthritis_| %

pol -1.22517, -8.18589 595360667 carboxylic acid aldose reductase inhibitor - diabetic complication exp
Mirabegron -7.16883 -8.7345] 5.97296325| Beta-3 adrenergic receptor agonist (overactive bladder)
Altanserin -1.16213 -G.79346| 5.961342466| 5-hydroxytryptamine 2A receptor inhibitor_Exp
Rivaroxaban -1.15339 -7.32491| 5.951175204| Anticoagulant
Xemilofiban -1.15285 -8.20983 6016921082 treatment of thrombosis in patients with unstable angina pectoris and acute myocardial infarction undergoing angioplasty - glycoprotein llb/Illa antagonist investigational
Ci -1.13422 -1.24794 5.960856942|a reversible inhibitor of MAC-A (RIMA) - Exp
Succisulfone -7.0988 -8.13979 5.950163034|A sulfonamide antiinfective drug - Exp
Cloroperone -7,07521| -1.57104 5.986945957| Neuropsychiatric agent
Acediasulfone -7.07488| -157711 5.9500076 |Antimicrobial and Antimalarial_Exp
Tuvatidine -7.06139 -8,04571 5.967151527|H2 histamine receptor antagonist Exp
Stallimycin -7.04792 -1.70753 6031775325 antibiotics Exp
Barasertib -1.03714 -8.83685 6.152613119| Aurora kinase B inhibitor_Investigation
Lamtidine -1.0104 -1.73191 6050454864 | histamine H2-receptor antagonist
Sibrafiban -7.00005 13072 5.978673959 | platelet aggregation inhibitor Exp
Argatroban -6.99369 -1.6677 6069249203 |Anticoagulant
Amoscanate -6.97558 -6.33997 5.961360832| experimental anthelmintic agent
Arhalofenate -6.95235 -1.71 5.983322681| Gout and Hyperuricemia_Investigation
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79 | Betrixaban -6.93981 -7.34113[ 5.97591&604|Am‘\coagulant
80 Arry-797 -6.88792, -6.78739| 5.971323506|MAP kinase p38 alpha inhibitor |
81 Bisbentiami -6.85711 -8.65744[ 6.12411958] I (vitamin B1-like)
82 ' Mel -6.83202 -8.14788)] 6.121692159] Anticoagulant_Exp
83 Acetosulf -6.82805, -6.14817[ 5.95070206|antibacterial exp
84  Democonazole -6.8227 -7.10759| 6012229571 antifungal
85 Amiloride -6.81839 -7.56049 5.921819699 | Inhibits sodium reabsorption through sodium channels in renal epithelial cells
86 Al -6.80362) -6.39992 5.9500001 | antidep and antiparkinsonian agent Exp
87 Azimilide -6.79332 -7.46917 5.991476501 | Class lll anti-arrhythmic drug_Investigation
88 bul -6.78172, -7.1928 6.043628967 | Antiallergic, Anti-asthmatic Exp
89 Ceftezole -6.72761] -7.09851 5.958682176| Anti-Infective agent_Investig
90 Alozafone -6.7171 -7.99767, 5.983605084|Central Nervous System Agents Exp
91 Benperidol -6.70653 -745251 5.951546182 | Treatment of dementia, depression, schizoph anxiety disorders, and psychosomatic disorders
92 Brindoxime -6.64956 665353 5981249956 anti-malarial agent
93 Eflumast -6.64851 -7.31696 5.976507709 |anti- allergic agent. exp
94  Arotinolol -6.62978| -1.47764| 5.969006182|alpha- and beta-receptor blocker_|
95 Fentiazac -6.62775 -6.54877 5.978972101|CRTH2 receptor ist_Exp
96 Eniporide -6.61975! -6.20198| 5.971198929| NHE-1 inhibitor_Exp
97 Amocarzine -6.61965 -7.025 5.967460362 |antifilarial antihelminthic drug
98 Dipragl -6.61835| -6.71011 5.953589455 | Negative allosteric modulator of metab ic glutamate receptor 5 (mGIuRS)_|
99 Peramivir -6.53749| -6.74642 5.950183148  antiviral agent ( influenza A/B)
100 Cevipabulin -6.53718 -1.20776 5.993286465|Treatmentoftumorsand |
101 Croconazole -6.52272 -7.55405 5.959005248|Imida10|e antifungal
102 Anastrozole -6.51082 -6.2433 5.98391503|non-steroidal aromatase inhibitor
103 Etravirine -6.49093 -6.92803 6.087701106|Non-Nuc\eoside Reverse Transcriptase Tl)
104 Acyclovir -6.48048| -6.50502 5.993759155|Antiviral agent
105 Elamipretide -6.47524 -9,69765 6.611156976Treatment of Leber's Hereditary Optic pathy_|
106 Adrenock -6.46751] -5.81874) 5.982735221| enhances the recovery from radiation-induced leukopenia exp
107 Cefteram -6.44605 -6.77262 5.992698716 | third-generation cephalosporin antibiotic
108 Roxifiban -6.43902 -7.65572 6.095139373platelet glycoprotein IIb/Ila receptor inhibitor
109 idazol -6.42886) -6.93522 5.958690096) Anti-Infective agent_Exp
110 Debri -6.42624 -5.87516) 5.997609261|Adrenergic neuron-blocker
111 Cefteram-Pivoxil -6.41636 -7.80022 6.015920236 | broad-spectrum, third fon ¢ in with antibacterial activity
112 Aganodine -6.38539) -5.60798 5.966077595 activates presynaptic imidazoline receptors Exp
113 Carafiban -6.34285 -1.21425 5.966840994| Carafiban_NA
114 Brodimop! -6.34271 -6.66962 5.953723808| Anti-Infective agent_Exp
115 Alteconazole -6.34096) -5.69903 5.969793625 |antifungal exp
116 Azab -6.32304 -6.44471 5.951196427 | antipsychotic drug exp
17T -6.26862 -1.58213 6.00652606, imulant drug
118 Thymocartin -6.25766) -8.6889 6.044645366) Antirh ics exp
119 Fluconazole -6.24782 -6,12388 5.970214278| Antifungal
120 -6.23567 -6.70427 5964752641 antidiarrheal agent
121 Ebrotidine -6.19079 -7.82557 5.952115637|H2 receptor ists with gastroprotective activity
122 Ambazone -6.17554 -6.76825 5.95138692| Anti-Infective agent_Exp
123 Bepotasti -6.14811] -6.90577| 5.954556781 histamine 1 (H1) receptor
124 Chlorazanil -6.14095 -5.93529 5.950912574| diuretic
125 Amiterol -6.13795 -7.00906 5.958872306|Amiterol_NA
126 Cefazaflur -6.13119) -6.91852| 5.975869632| first-g ion cephal in antibiotic
127 Azaperone -6.08307 -6.99775 5.967455325| neuroleptic sedative and antiemetic effects_Investigation
128 Beciparcil -6.06169) -5.45659 5.967385975 | antithrombotic agent exp
129 Efegatran -6.00011 -7.31651 6.012502532 | Anticoagulant_Exp
130 imi -5.95252, -5.7435 5.943145757 | diuretic drug
131 Guanoxan -5.90204 -6.24601 5.973853246|antihypertensive agent
132 i -5.89334 -5.72162) 5955119852 Anti-Infective agent_Exp
133 fuk -5.88012 -7.83221 5.960737632|Leukotriene B4 receptor 1_Exp
134 Cl | -5.86887| -5.86231) 5.981303167|Cl I_NA
135 Afimoxif -5.85359) -6.69655 5.973752376) Estrogen inhibitor |
136 Rolgamidine -5.84827| -5,68409 5.963307998 Rolgamidine_NA
137 Oxdralazi -5.80231 -6.7497 5.966050768|perlpheral il
138 Cefotiam -5.79727| -6.16797| 5.95300461|Anti-Infective agent
139 Azepexole -5.76876 -5.0847 5.95939314|alpha-2 adrenoceptor agonist that produces sedation
140 Prezatide -5.75966) -7.63921 6.169011759|Chronic ive pul y disease and ic colon cancer_Exp
141 Amlodipi -5.67837 -5.93633 5.963142741 | antihypertensive
142 Famotidine -5.67062, -6.64894/ 5.96600049| histamine-2 (H2) receptor antagonist
143 Tiotidine -5.66069! -6.48212 5.95709588| histamine-2 (H2) receptor antagonist _Exp
144 Azd7009 -5.65584) -5.68185) 6.0235677; iarrhythmic drug investigational
145 Metiamids -5,634 -5.77419 5.967419345|Histamine-2 (H2) receptor _Exp
146 Norfl -5.51677| -6.52383) 5.956319244 | Potassium channel subfamily K member 2 inhibitor_Exp
147 Lorglumide -5.5147 -7.52448 5.953050199| Gastrin/cholecystokinin type B receptor inhibitor_Exp
148 Fampronil -5.50093 -6.13804 5.966357471 | Antiparasitic Agent exp
149 Dibromp -5.41876) -6.39945 5.951229412| Anti-Infective agent_Exp
150 Amind -5.4039 -6.55176) 5961937984 anti-infectious
151 Adafenoxate -5.39206 -6.58249)| 5.974168112|compound related to ¢ h that has been found to act as a anti-anxiety nootropic in studies on rats
152 Cloximate -5.24396| -5.94135| 5.964290832|NSAID drug exp
153 Brostallicin -5.22263| -5.99653[ 6019565934 Treatment of solid tumors_
154 Azimexon -508399[ -5.00845 5.9648354 heti [
155 Guanoclor -4,9549E| -6.19082 5.976789464 | Antihypertensive agent_Exp
156 Guanclofine 4.54694| -5,62911 5.986844951Alpha-adrenoceptor blocking agents inhibit specifically the adrenaline-induced platelet reactions Exp
157 Amithi -4,29463[ -5.51284| 5.958323246) Treatment of Mycobacterium Avium-intracellulare Infection
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2 radotinib -9.31059|  -8.58829|  6.141015787 treatment of different types of cancer, investigational

3 lumacaftor -847705|  -6.67554|  6.033799216|pharmaceutical drug that acts as a chaperone during protein folding and increases the number of CFTR proteins that are trafficked to the cell surface. Apparently no medical use on its own
4 ag-13958 -8.38829|  -7.38901|  6.031237391|potent VEGFR tyrosine kinase inhibitor, is used for treatment of choroidal neovascularization associated with age-related macular degeneration (AMD)
5 doramapimod -8.15319]  -7.17902|  5.993225918|immunomodulator used for treatment of theumatoid arthritis, Crohn's disease and psoriasis. It has a role as an immunomodulator and an EC2.7.11.24 (mitogen-activated protein kinase) inhibitor
6 sarolaner 812331 -6.45951]  5.990833071|veterinary use, oral, flea infestations, could be used as chemical probe

7 talniflumate -8.01478|  -6.83969|  6.028406886|anti-inflammatory molecule, approved in some countries

8 flibanserin -7.96591]  -6.05005)  6.019438261]treatment of pre-menopausal women with hypoactive sexual desire disorder (HSDD)

9 tegobuvir -1.87044 -6.2203|  6.045278962|a non-nucleoside inhibitor (NNI) of HCV RNA replication (experimental)

10  pomisartan -181333|  -6.66873|  6.010003498|a selective nonpeptide angiotensin Il (AT1) antagonist (experimental)

11 radiprodil -1.78007| 640051 6.009787476|a NR2B negative allosteric modulator, infantile spasm syndrome (investigational)

12 piroxicillin -1.74402]  -8.17656) 6.080871849|antibiotits and related substances

13 sulfasalazine 174002 -1.10477 6‘002543386| medication used to treat rheumatoid arthritis, ulcerative colitis, and Crohn's disease, proposed mechanism is the inhibition of prostaglandins, resulting in local anti-inflammatory effects
14 zafirlukast -1.13839 6472 5.974673009|ora||y administered leukotriene receptor antagonist (LTRA) used for the chronic treatment of asthma.

15 aprepitant -1.70289  -6.75006|  6.074932786|medication used to prevent chemotherapy-induced nausea and vomiting (CINV) and to prevent postoperative nausea and vomiting

16  trifluperidol -7.68341|  -7.30566]  6.106130641|a typical antipsychotic of the butyrophenone chemical class

17 ziprasidone -16798]  -6.30525|  5.973297062|an atypical antipsychotic used to treat schizophrenia and bipolar disorder

18 altiratinib 766381 -691019]  5.993894924|orally bioavailable inhibitor of c-Met/hepatocyte growth factor receptor (HGFR), vascular endothelial growth factor receptor type 2 (VEGFR2)

19 fluralaner -1.64573 6.7705]  6.030366912|animal use, anti-parasitic

20 vidupiprant -1.59424|  -7.15032]  5.994621141{has been used in trials studying the treatment and basic science of Asthma

21 z0polrestat -1.55123|  -6.27663|  6.011814025]inhibitor of Aldose Reductase (experimental)

22 fendosal -1.50405| 633249  5.985750527|nonsteroidal anti-inflammatory drug

23 fluazuron 748534 -5.49388|  5.968348778| potential insect growth regulator, veterinary use

24 mitratapide -7.46813 -1.2733|  5.998102352|a veterinary drug for the treatment of overweight and obese dogs

25 funapide -7.30405|  5.71791]  6.019911667|analgesic under development

26 sulicrinat 129622 -5.71729|  6.011529708|A diuretic drug

27 siponimod 126175 -6.91824|  6.037183205|a selective sphingosine-1-phosphate receptor modulator for oral use that is used for multiple sclerosis

28 rimegepant -1.24947|  -6.90661]  6.003581212]treatment of an acute migraine with or without aura

29 elopiprazole -1.371)  -5.38988|  5.98825736an antipsychotic drug of the phenylpiperazine class which was never marketed

30 glisindamide -1.23195|  5.68677) 595497604/ antidiabetic drug

31 temsavir -1.22895| 511489  5.996178471|Fostemsavir is an experimental HIV entry inhibitor and a prodrug of temsavir (BMS-626529). It is under development

32 mubritinib -1.21007|  -7.02192|  5.983477617|a protein kinase inhibitor which was under development for the treatment of cancer

33 dirlotapide -7.20856|  -8.58693|  6.011496563|used to treat obesity in dogs

34 besonprodil 719437 -7.23063|  6.028574642|a drug which acts as an NMDA antagonist, selective for the NR2B subunit. It is under development as a supplemental medication for Parkinson's disease
35 lubeluzole -1.17606)  -6.34225|  5.997848529|a drug which acts as an indirect NMDA antagonist. It inhibits the release of glutamate, inhibits nitric oxide synthesis, and blocks calcium and sodium gated ion channels. It has neuroprotective effects
36 losulazine -1.10656|  -7.95612|  5.977251888|antihypertensive

37 bedoradrine -7097|  -6.94076] 5967358359 Acute asthma, investigational

38 raltitrexed 10791 6.74139]  6.041263015|an antimetabolite drug used in cancer chemotherapy. It is an inhibitor of thymidylate synthase

39 suvorexant -T.04766]  -493898]  5.95149794|a medication for the treatment of insomnia

40 reminertant -7.04649| 679501  5.963805868]|acts as a selective, non-peptide antagonist at the neurotensin receptor NTS1, and was the first non-peptide antagonist developed for this receptor, experimental
41 'rupatadine -7.0248)  -6.89072|  5.967657922|a second generation antihistamine and PAF antagonist used to treat allergies

42 fasiglifam -7.01894|  -7.08345]  6.03412165]a G protein-coupled receptor 40 agonist that was being investigated for treatment of type 2 diabetes mellitus

43 opicapone -6.94515| 631443  5.950721551|a catechol-O-methyltransferase (COMT) inhibitor. It is administered together with levodopa in patients with Parkinson's disease

44 cefbuperazone -6.88674|  -7.25617|  6.030941422|a second-generation cephalosporin antibiotic

45 halopemide -6.87559|  -7.02421]  6.02298142|a potent inhibitor of phospholipase D (PLD), experimental

46 topilutamide -6.85707 -6.308|  6.066362058|an antiandrogen medication which is used in the treatment of pattern hair loss in men and women

47 adozelesin -6.84046|  -7.49074|  5.998113234|an experimental antitumor drug of the duocarmycin class

48 adomeglivant -6.78288|  -6.41066|  6.024710897|potent and selective glucagon receptor antagonist that is used in clinical trial for type 2 diabetes mellitus

49 simeprevir 676874 -8.33244|  5.972838379|a medication used in combination with other medications for the treatment of hepatitis C

50 iloperidone -6.76809|  -5.82792|  5.953268521|an atypical antipsychotic for the treatment of schizophrenia

51 sodelglitazar -6.74642|  -6.00737|  5.999549336|a thiazole PPARS receptor agonist, experimental

52 tolvaptan -6.72741|  6.15603|  5.965419427|an aquaretic drug that functions as a selective, competitive vasopressin receptor 2 (V2) antagonist used to treat hyponatremia associated with congestive heart failure, cirrhosis
53 suclofenide -6.71185|  -6.31954]  5.957758499|experimental molecule

54 glipizide -6.71003|  5.66106]  5.962575612|an anti-diabetic medication of the sulfonylurea class used to treat type 2 diabetes

55 elinogrel -6.67964 -1.1907|  5.952023001|an experimental antiplatelet drug acting as a P2Y12 inhibitor

56 phthalylsulfamethizole|  -6.62008]  -5.78397)  5.974625724|sulfonamide antiinfective drug

57 venetoclax -6.60837|  -7.61661|  5.965327026|Bcl-2 protein-protein interaction inhibitor, approved oncology

58 tolufazepam -6.58703|  -7.00875 5.951450175|anticonvulsant and anxiolytic activity in animal subjects, experimental

59 paliperidone -6.56087)  -7.18831|  5.994706508|an atypical antipsychotic

60 cefsulodin -6.55645  -5.90184| 5953349765 third-generation cephalosporin antibiotic

61 tobuterol -6.55035|  -8.50607|  5.954593786|A beta-adrenergic agonist, experimental

62 cinprazole -6.54415|  -6.96143|  6.06055342]for heartburn, gastroesophageal reflux disease, abdominal pain and other conditions

63 0si-632 649766 -7.15787|  5.962017475|used in trials studying the treatment of Ovarian Cancer, Lung Neoplasms, Ovarian Neoplasms, Peritoneal Neoplasms, and Fallopian Tube Cancer, among others
64 volixibat -6.49068|  -8.34094|  5.956873181|a possible treatment for nonalcoholic steatohepatitis (NASH)

65 indeglitazar -6.45903|  -6.03457|  6.000841673|orally available peroxisome proliferator-activated receptor (PPAR) pan-agonist

66 danirixin 64175 -6.00806]  5.999891044|CXCR2 antagonist being evaluated as a potential anti-inflammatory medicine

67 nifurfoline 639313 -4.8088  5.973485294|5-nitrofuran derivatives, experimental

68 chir-265 -6.367771|  -1.33214]  6.062717022|a potent selective inhibitor of C-Raf/B-Raf/B-Raf V6OOE, experimental

69 fludazonium 633391  -7.20844  5998355158|anti-fungal agent

70 evacetrapib -6.29389]  6.70113]  6.001014744|inhibits cholesterylester transfer protein (CETP inhibitor). Cardiovascular experimental

71 tariquidar -6.25394| 833679  5.994401354|a P-glycoprotein inhibitor (oncology), experimental

72 glimepiride -6.24643|  -7.33834|  5.990941847|a medication used to treat diabetes mellitus type 2
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73 vadadustat 6.20305)  -B.44783|  6.009074795)acts as a HIF prolyl-hydrowylase inhibitor and thereby increases endogenous production of erythropoietin, which stimulates production of hemoglobin and red blood cells (investigational)
74 5014813 620059 -6.58096| 5957939332 An orally-active, tyrosine kinase receptor inhibitor with potential antitumor activity
75 trifarotene 6.03666)  -6.67559|  5.967493922] topical treatment of acne vulgaris {retinoid class)
76 bgt-226 603199 -6.28962| 5966527034 phosphatidylinositol 3-kinase (PI3K) inhibitor with potential antineoplastic activity
71 bemetizide 6.2019) 643019  5.937029537)a henzothiadiazine sulfonamide derivative belonging to the class of the thiazide diuretics
78 gavestingl 620769 -5.83951)  5.966590277|an investigational drug for acute intracerebral hemorrhage (fafled)
79 deleobuvir 6531 67007 5<96142792|an experimental drug for the treatment of hepatitis C
80 saterinone 621089 -7.07989 5A954456419|Dua|-Action Drug in the Acute Management of Chronic Heart Failure (experimental
81 ibutamoren 4075 -1.070% 5'970517864|apotent, long-acting, orally-active, selective, and non-peptide agonist of the ghrelin receptor and a growth hormone secretagogue, mimicking the growth hormone (GH)-stimulating action of ghrelin
8 cefpimizole 6,195 -7.4999 5.955390421|athird-generation cephalosporin antiblotic
83 relugolix 61926 -6.64302(  5.967002338a gonadotropin-releasing hormone antagonist (GnRH antagonist) medication which is used in the treatment of uterine fibroids in Japan
84 enpiroline 616722 -6.37258)  5.970679967|An antimalarial drug
85 mk-0893 6.16539|  -8.14341)  6.053107325|glucagon receptor antagonist (experimental)
86 flubendazole 61453 643009 6.003470114|an anthelmintic (animal use)
87 implitapide 613672 604419 5'974854057|aninhib‘\torofmicrosomaltriglyceridetransfer protein (MTP), a key enzyme involved in the assembly and release of cholesterol
88 anamorelin 612759 691369  6,010634124(a non-peptide, orally-active, centrally-penetrant, Selective agonist of the ghrelin/growth hormone secretagogue receptor (GHSR) with appetite-enhancing and anabolic efects (experimental)
89 nitrovin 6.11328)  -7.62038|  5.973089762|A nitrofuran feed additive (experimental)
90 glisolamide 6.08408)  -7.3045| 5964996204 An antidiabetic drug (experimental)
91 amocarzine 6.08264) 665632  5979868024]an antiflarial antihelminthic drug
92 capeserod 6.05288)  -7.14646|  5.953356792]a selective 5-HT4 receptor partial agonist
93 'benperidol 6.00882)  -8.27182(  6.047908279]an antipsychotic, which can be used for the treatment of schizophrenia
94 lodiperone 6.04667|  -6.79938]  5.989412044|An anlolytic drug (experimental)
95 | alkofanone 600620 -6.74618]  5.978878686|a diydrochalcone used as an antidiarrheal agent
9 stallimycin 60257 -6.38566]  6.001950813|An oligopeptide antineoplastic antibiotic
97 nesapidil 600475 121908 5.96987118]experimental molecule
9 dersalazine 600898  -1.23646 5.971714342||nvestigated for use/treatment n inflammatory bowel disease
99 selurampanel 600034 -5.99953 5.971973224|Investigaﬂcna\sma\lmolecules in phase Il clinical trialsfor the treatment of epilepsy
100 nifurprazing 599845 5.78597) 5.985853706|experimentalmolecule
101 glyburide 5.99666|  -7.34905 5.946794392|a medication used to treat diabetes mellitus type 2




